Circular dichroism spectra, optical rotations and absolute configurations of cis-dihydrodiol metabolites of quinoline and derivatives: the role of the nitrogen atom.
The absolute configurations of cis-dihydrodiol bacterial metabolites derived from quinoline substrates and their quinolinium salts have been determined by comparison of experimental and calculated chiroptical data (circular dichroism spectra and optical rotations). The role of intramolecular H-bonding and other interactions in the preferred conformations has been investigated, including the effect of protonation of several cis-dihydrodiols. The presence of a strong intramolecular OH...N bond in several cis-dihydrodiol metabolites suggests that such species have a residually chiral oxygen atom.